Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.055; wR factor = 0.137; data-to-parameter ratio = 13.4.
Related literature
For standard bond lengths, see: Allen et al. (1987) . For the crystal structures of isomers of the title compound, see: Ö zel Gü ven et al. (2008a,b) . For the pharmacological properties of triazole compounds, see: Paulvannan et al. (2001) ; Wahbi et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Paulvannan et al., 2001; Wahbi et al., 1995) . Some crystal structures of 1H-1,2,4-triazole ring-containing ether derivatives have been reported recently (Özel Güven, et al., 2008a, b) . Here we report the synthesis and crystal structure of the title compound, rac-4-amino-1- [(1,3- (Fig. 1) .
The bond lengths and angles in (I) are found to have normal values (Allen et al., 1987) . The 1,2,4-triazole ring (N2/C16/ N3/N4/C17) is essentially planar with an r.m.s. deviation of 0.0036 (2)Å and a maximum deviation of 0.0057 (2)Å for atom N3. The two phenyl rings are inclined with respect to the 1,2,4-triazole ring [dihedral angles of 101.5 (2)° (C1-C6) and 102.4 (11)° (C10-C15)] with a dihedral angle between the two phenyl rings of 97.6°, which indicates that they are almost mutually perpendicular. In the crystal structure there is an intramolecular N-H···S interaction and the molecules are linked by an intermolecular three-centre N-H···O, N-H···S cyclic hydrogen-bonding interaction (Table 1) .
The title compound was synthesized by the reaction of 1,3-diphenyl-2-propen-1-one (chalcone) (2.0 mmol) with 4-amino-1-methyl-4H-1,2,4-triazole-5-thiol (2.0 mmol) in ethanol. The reaction progress was monitored via TLC. The resulting precipitate was filtered off, washed with cold ethanol, dried and purified to give the target product as a colorless solid in 90% yield. Crystals of (I) suitable for single-crystal X-ray analysis were grown by slow evaporation of a solution in chloroformethanol (1:1).
Refinement
The H atoms attached to N atoms were located in a difference electron density map and the atomic coordinates and isotropic displacement parameters were allowed to refine freely. Other H atoms were positioned geometrically and refined as riding with (C-H = 0.93-0.97 Å) and with U iso (H) = 1.2U eq (parent). supplementary materials sup-7 Fig. 1 
